Key indicators: single-crystal X-ray study; T = 291 K; mean (C-C) = 0.008 Å; R factor = 0.070; wR factor = 0.186; data-to-parameter ratio = 8.0.
Ya Wu, Xia Wang, Jian-hong Gong and Jing-chao Tao S1. Comment
The natural tetracyclic diterpenoid isosteviol (ent-16-ketobeyeran-19-oic acid) and its derivatives have a remarkably broad spectrum of biological activities including anti-inflammatory (Yasukawa et al., 2002) , glucocorticoid agonist (Chang et al., 2008) , antihypertension (Liu et al., 2001) , antitumor (Li et al., 2011) , antiproliferation (Wong et al., 2006) and inhibition of ent-kaurene synthase (Roy et al., 2007) . The title compound was synthesized via esterification, Tollens reaction, 1,5-hydride shift from isosteviol in order to develop a new antitumor for therapeutic use. The crystal structures of some related compounds have already been published (Wu et al., 2009 (Wu et al., , 2012 .
In the title compound the three six-membered rings adopt chair conformations and the stereochemistry of the A/B and B/C ring junctions are trans. The five-membered ring D adopts an envelope conformation, with atom C14 displaced from the C8/C15/C16/C13 plane by 0.172 (2) Å.
S2. Experimental
To a stirred solution of ethyl-ent-15α-hydroxymethyl-16β-hydroxybeyeran -20-oate (0.378 g, 1 mmol) and ο-nitrobenzaldehyde (0.167 g, 1.1 mmol) in acetonitrile (8 mL) was added sulfuric acid (0.1 mmol). After stirring for 4 h at room temperature, the mixture was concentrated under vacuum and extracted with CHCl 3 and H 2 O. The organic compound was washed with a saturated aqueous solution of NaCl, dried with MgSO 4 and concentrated under vacuum.
The residue was purified by column chromatography on silica (petroleum ether/ethyl acetate 6:1, v/v) to give the product C 30 H 41 NO 6 (0.429 g, 84%). Colorless single crystals of the title compound suitable for X-ray analysis were obtained by slow evaporation of an acetone solution.
S3. Refinement
Anomalous dispersion was negligible and Friedel pairs were merged before refinement. H atoms were positioned geometrically and refined as riding atoms with Csp 2 -H = 0.93 Å, Cmethyl-H = 0.96 Å, Cmethylene-H = 0.97 Å, Cmethine-H = 0.98 Å; U iso (H) = xU eq (C), where x = 1.5 for methyl H and 1.2 for all other H atoms. Absorption correction: multi-scan (CrysAlis PRO; Oxford Diffraction, 2010) T min = 0.983, T max = 0.986 7952 measured reflections 2688 independent reflections 2350 reflections with I > 2σ(I) 
where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max < 0.001 Δρ max = 0.18 e Å −3 Δρ min = −0.17 e Å −3 Extinction correction: SHELXTL (Sheldrick, 2008) , Fc * =kFc[1+0.001xFc 2 λ 3 /sin(2θ)] -1/4 Extinction coefficient: 0.006 (2) Special details Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.1611 (7) 0.3605 (5) (7) C19-H19C 0.9600 C4-C19 1.550 (8) C21-C22 1.505 (9) C4-C5 1.563 (6) C21-H21A 0.9700 C5-C6 1.535 (6) C21-H21B 0.9700 C5-C10 1.569 (7) C22-H22A 0.9600 C5-H5A 0.9800 C22-H22B 0.9600 C6-C7 1.509 (7) C22-H22C 0.9600 C6-H6A 0.9700 C23-H23A 0.9700 C6-H6B 0.9700 C23-H23B 0.9700 C7-C8 1.527 (7) C24-C25 1.521 (7) C7-H7A 0.9700 C24-H24A 0.9700 C7-H7B 0.9700 C24-H24B 0.9700 C8-C14 1.535 (7) C25-C26 1.384 (8) C8-C9 1.569 (6) C25-C30 1.390 (7) C8-C15 1.572 (7) C26-C27 1.388 (9) C9-C11 1.551 (8) C26-H26A 0.9300 C9-C10 1.561 (7) C27-C28 1.376 (9) C9-H9A 0.9800 C27-H27A 0.9300 C10-C18 1.542 (7) C28-C29 1.387 (9) C11-C12 1.534 (9) C28-H28A 0.9300 C11-H11A 0.9700 C29-C30 1.378 (7) C11-H11B 0.9700 C29-H29A 0.9300
